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Here are some details on the proposal, I will call you



late this aftermoon or Thursday morming to get any feedback,
It there {8 amything else 1 should include, please
let me kmow,

EQUIPMENT
2 Yeased limes to SUMEX ineluding modems (total $4500)
Memory expansion of GT40
Interface to 9 trk tape drive
3«D tablet and interface to GT4O
Printer/plotter and interface to GTUO
Floppy disk sc cam run RT11 operating system on GTUO
16 mm movie camers

SUPPLIES
Manuals and doeuments ($500)
Various other paper supplies and tapes for local eavipment,
sdditiomal termimals (2) Texas Imstruments or TV type,

PERSONNEL
2 Graguate Students
Y Postdoctoral STudents
1 Secretary (manuscripts amd documentaticn amd {nterfacing
with remote ysers )

RESEARCH TO BE COVERED
Development of computer assiated design of orgamic synmthesis
complete coverage of react{on types imn date base
strategy development for multi{step synthesis usinmg
stereechomistrv and steric information
long term planning for multistep synthesis
Bloek avoidance {n symthesis by subgoa's
More accurate evaluation of reactions based on
I=d models, and other chemical inmfo
Availability of production synthesi{s program to
synthesis community, ]
Support of production synthesis program, handling user
comments anmd problems,
Development of forward workimg syntheis program to complement
the backward planning program,
Accurate prediction of chemica) resctions based en
constitution and 3=D structure ‘
3=D Molecular mode] buillding, display, manipulation,
and evaluation,
3«D pattern matching (biomolecular patterns)
Development of computer graphics im biomelecular applications,

RATIONALE

Organic symthesis {s extremely important to the health community
for it provides new drugs, test molecules, and moedifications to matura!
materfals, NIH supports many synthetie chem{sts to synthesize new
compounds of interest to them or Just to develop mnew methodology {n
organic synthesis, The computer syntheis program will be able to
provide a usefu! consuliting service to these chemists, In additom,
many new algerithms have been developed in this research which are uses
ful to al) other research in computer applications to chemistry,
biochemistry, ete,

The DENDRAL project deels largely with structure elycidation
whereas the SECS project deals largely with molecyular construction,
Although they are different in most raspects, they both have to



represent molecular structures, {nterface to chemists, and
sometimes even uUse similar algorithms, for example to recognize
when two structures are equivalent,

The interaction of the two projects allows transfer of
experience in different areas efficiently, We have had Joint group
meatings monthly and at least from my group'!s point, they have been
stimulatimg amd we would very much 1ike to continye the interaction,

WHAT NEXT?
After we cdiscuss this on the phone, we neead to pyt
together a ome page summary of
{+ What I will provide
2, What SUMEX will provide
3, Indicate to NIM that it is advantagecys to SUMEX and
to my project that there be a RESOURCE RELATED
proposa) and that there be interaction,

Regarding file space, we do need probably eventyally more than we
now have, I hope that by havimg a mag tape locally here, we can
not have to keep all our f{les on=lime which (s wastefu)l! and unnecessary
since we do mot work on all of them every day or even every week,

] den't know how much a disk for your system woyld cost,
but it m!ght pe possible to put that in my proposal, I enly worry
that 1Hcrea81ng my budget too much may decrease my chances of approval,
] have beem without a grant to support my computer woPk all this vear
and am having to support a mumber of studemts here by consuming equipment
momey that the department allcocated to me etcy, so 1 desparately
need to assure that this grant {s approved, But ] would be happy
to do whatever would help SUMEX,
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